S-2 S-3 19 or the state-specific (SS) 20 approaches, is used for both total and transition energies.
The protocol presented below uses the cLR scheme, but can be straightforwardly adapted to the SS model. The equilibrium and non-equilibrium limits of the PCM approach are denoted eq and neq, respectively. Eventually, one could advocate the use of M06-2X for the DFT and TD-DFT components of the calculations. M06-2X is a global hybrid meta-GGA exchange-correlation functional that includes 54% of exact exchange. has to be determined. Next, using the optimal ground-state geometry one can determine the vertical absorption in gas-phase, as well as both equilibrium and non-equilibrium limits S-5
for the solvated compounds,
where E GS and E ES are respectively the total energies of the ground and excited states determined at the optimal ground-state geometry. ∆∆E
vert−a LBS
is the difference between non-equilibrium and equilibrium vertical absorption energies. Similarly, using the optimal excited-state geometry, one can obtain vertical fluorescence energies,
The adiabatic energy can be readily obtained from previous data,
and the same holds for best estimates of the 0-0 energies, that are obtained by adding Eqs. S-7
